Accurate potential energy curves for HeO-, NeO-, and ArO-: spectroscopy and transport coefficients.
We calculate accurate potential energy curves for HeO(-), NeO(-), and ArO(-), including the full counterpoise correction and allowing for spin-orbit effects. Comparison with previous curves is presented, where these are available. The three curves, (2)Sigma(12) (+), (2)Pi(12), and (2)Pi(32), are used to derive spectroscopic constants and to calculate the transport coefficients for O(-) moving in a bath of the respective rare gas. Conclusions are made based on a comparison with the available data.